Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.004 Å; R factor = 0.065; wR factor = 0.196; data-to-parameter ratio = 23.1.
In the two independent molecules in the asymmetric unit of the title compound, C 13 H 9 N 3 O 2 S, the azatricyclotridecapentaene ring system is approximately planar with r.m.s. deviations of 0.022 and 0.033 Å . The urea unit connected to the fused rings is approximately perpendicular [dihedral angles = 82.4 (1) and 82.7 (1) ]. In the crystal, the molecules associate by N-HÁ Á ÁO hydrogen bonds, forming a chain running along the a axis. The crystal studied was a non-merohedral twin with a fractional contribution of 49.6 (1)% for the minor domain.
Related literature
For background to the class of antitumor drugs, see; Pessoa et al. (2010) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x À 1; y; z; (ii) Àx; Ày þ 2; Àz þ 1; (iii) x þ 1; y; z; (iv) Àx þ 2; Ày þ 1; Àz.
Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 ( Symmetry codes: (i) x−1, y, z; (ii) −x, −y+2, −z+1; (iii) x+1, y, z; (iv) −x+2, −y+1, −z.
